4-(2,4,6-Trinitroanilino)benzoic acid (p-picraminobenzoic acid), C 13 H 8 N 4 O 8 , obtained by the reaction of 2,4,6-trinitrobenzenesulfonic acid (picrylsulfonic acid) with 4-aminobenzoic acid in 2-propanol-water, forms a two-dimensional hydrogen-bonded network based on centrosymmetric cyclic R 2 2 (8) carboxylic acid dimers which are extended through lateral N-HÁ Á ÁO carboxyl interactions. The amino group also makes an intramolecular N-HÁ Á ÁO nitro hydrogen bond, while the two aromatic ring systems, are, as expected, non-coplanar, the C-C-N-C torsion angles being 152.0 (2) (picryl) and 136.1 (2) (benzoic acid)..
Related literature
For the structures of related picryl-substituted compounds, see : Russell & Ward (1997) ; Smith et al. (2006 Smith et al. ( , 2007a . For the synthesis of picraminobenzoic acids and their salts, see : Crocker & Matthews (1911) . For related literature, see: Goldfarb (1966); Kulkarni et al. (2005) ; Nair et al. (2001) ; Palaiah et al. (2000) ; Smith et al. (2007a) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). as energetic ballistic modifiers (Palaiah et al., 2000; Nair et al., 2001; Kulkarni et al., 2005) . Similar addition compounds are obtained with amino acids and proteins (Goldfarb, 1966) while we have also found that picrylsulfonic acid reacts with guanidine carbonate in methanol to give the analogous picrylguanidine (Smith et al., 2007a) . This is in contrast to the formation of the proton-transfer salt guanidinium picrylsulfonate (Russell & Ward, 1997) from the reaction of picrylsulfonic acid with guanidinium chloride in methanol-toluene solution. The structures of the salt quinolinium picrylsulfonate (Smith et al., 2006) and the adduct salt 2-carboxyquinolinium-picrylsulfonate-quinolinium-2-carboxylate (1/1/1) (Smith et al., 2007b) are also known. Of the three isomeric picraminobenzoic acids synthesized from picrylsulfonic acid, only the para-isomer 4-(2,4,6-trinitroanilino)benzoic acid (I) proved suitable for X-ray analysis and the structure is reported here.
The molecules of the title compound ( 
The title compound was synthesized by heating under reflux 1 mmol quantities of 2,4,6-trinitrobenzenesulfonic acid (picrylsulfonic acid) and 4-aminobenzoic acid in 50 ml of 80% propan-2-ol-water for 10 minutes. This reaction is analogous to that of picryl chloride with 4-amimobenzoic acid (Crocker & Matthews, 1911) which gives the same product. After concentration to ca 30 ml, partial room temperature evaporation of the hot-filtered solution gave yellow prisms of (I) [m.pt. 558 K (Crocker & Matthews, 1911) ].
Refinement
Interactive hydrogen atoms were located by difference methods and their positional and isotropic displacement parameters were refined. The aromatic ring H atoms were included in the refinement in calculated positions (C-H = 0.95 Å) using a riding model approximation, with U iso (H) = 1.2U eq (C).
supplementary materials sup-2 Figures   Fig. 1 . Molecular configuration and atom naming scheme for (I). Non-H atom displacement ellipsoids are drawn at the 40% probability level. 
